Quick prediction of the retention of solutes in 13 thin layer chromatographic screening systems on silica gel by classification and regression trees.
The use of classification and regression trees (CART) was studied in a quantitative structure-retention relationship (QSRR) context to predict the retention in 13 thin layer chromatographic screening systems on a silica gel, where large datasets of interlaboratory determined retention are available. The response (dependent variable) was the rate mobility (RM) factor, while a set of atomic contributions and functional substituent counts was used as an explanatory dataset. The trees were investigated against optimal complexity (number of the leaves) by external validation and internal crossvalidation. Their predictive performance is slightly lower than full atomic contribution model, but the main advantage is the simplicity. The retention prediction with the proposed trees can be done without computer or even pocket calculator.